LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc :

ALS Vvial : 58 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Title : SVOA CALIBRATION

Signal : TIC: BM@33987.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.307 5 12 22 rVB 683102 855089 7.34% 0.974%
2 3.649 65 70 81 rVB 591545 845482 7.26% 0.963%
3 3.725 81 83 95 rVB 73630 126664 1.09% 0.144%
4 3.878 104 109 116 rBV 110663 156111 1.34% 0.178%
5 4.054 116 139 142 rBV3 359145 1428908 12.27% 1.628%
6 4.372 191 193 195 rVB 1035998 739264 6.35% 0.842%
7 4.472 205 210 217 rVB 813901 1118580 9.61% 1.274%
8 4.837 260 272 276 rBV 81752 139999 1.20% ©.159%
9 5.013 295 302 308 rBV 2781599 4220796 36.25% 4.808%
10 5.407 361 369 377 rVB 906741 1346824 11.57% 1.534%
11 5.543 386 392 403 rVB 2816679 5504688 47.27% 6.271%
12 5.748 422 427 437 rVW 322864 481289 4.13% 0.548%
13 5.919 450 456 463 rVV 1743359 2582731 22.18% 2.942%
14 5.995 463 469 478 rVV 1187125 1663304 14.28% 1.895%
15 6.401 529 538 541 rBV 131661 220918 1.90% 0.252%
16 6.566 555 566 576 rVB3 289359 502827 4.32% 0.573%
17 6.919 616 626 627 rBvVv3 120527 266750  2.29% 0.304%
18 6.978 630 636 639 rVv2 250953 660573 5.67% 0.752%
19 7.007 639 641 646 rvV 310200 396165 3.40% 0.451%
20 7.084 646 654 660 rVW2 664730 1258544 10.81% 1.434%
21 7.142 660 664 670 rVB 217388 319923 2.75% 0.364%
22 7.248 670 682 688 rBv 440227 706167 6.06% 0.804%
23 7.313 688 693 702 rBV2 235507 599780 5.15% 0.683%
24 7.454 711 717 724 rVWW2 596279 1057453 9.08% 1.205%
25 7.519 724 728 730 rW 87347 121107 1.04% 0.138%
26 7.572 730 737 742 rVB2 476718 1034529 8.88% 1.178%
27 7.707 755 760 776 rVB2 80699 184165 1.58% 0.210%
28 7.919 789 796 802 rBV2 581124 964579 8.28% 1.099%
29 7.995 802 809 813 rVvV3 116838 223239 1.92% 0.254%
30 8.042 813 817 826 rVB 218407 349228 3.00% 0.398%
31 8.160 832 837 844 rVW 652945 1091570 9.37% 1.243%
32 8.219 844 847 854 rVB3 71277 118590 1.02% 0.135%
33 8.478 885 891 896 rVvv2 104990 231458 1.99% 0.264%
34 8.572 902 907 909 rBV 132465 193819 1.66% 0.221%
35 8.631 909 917 925 rVB 752170 1390413 11.94% 1.584%
36 8.701 925 929 932 rBV 82326 118153 1.01% ©.135%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc :

ALS Vvial : 58 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Title : SVOA CALIBRATION
37 8.748 932 937 944 rVB2 151020 305232 2.62% 0.348%
38 8.889 954 961 965 rBV 245147 405247 3.48% 0.462%
39 8.936 965 969 977 rVB 95360 173697 1.49% 0.198%
40 9.036 977 986 990 rBv4 242614 492448 4.23% 0.561%
41 9.083 990 994 1000 rVV 540196 849143  7.29% 0.967%
42 9.166 1000 1008 1013 rVV 473084 763476 6.56% 0.870%
43  9.254 1013 1023 1027 rVV 284861 606512 5.21% 0.691%
44  9.295 1027 1030 1035 rVB3 70242 118148 1.01% 0.135%
45 9.625 1082 1086 1090 rBV 98210 149743  1.29% 0.171%
46 9.813 1109 1118 1123 rBV 482356 865821 7.44% 0.986%
47 10.095 1142 1166 1171 rBV 563583 2640850 22.68% 3.008%
48 10.354 1202 1210 1219 rVV2 826139 1825755 15.68% 2.080%
49 10.513 1232 1237 1245 rVWV 143110 232747 2.00% 0.265%
50 10.730 1265 1274 1280 rVV2 789355 1546517 13.28% 1.762%
51 10.789 1280 1284 1291 rVB2 128608 234533  2.01% 0.267%
52 10.866 1291 1297 1310 rVV2 187543 398852 3.43% 0.454%
53 11.519 1401 1408 1417 rBV 106717 260825 2.24% 0.297%
54 11.666 1425 1433 1444 rVB 175733 368255 3.16% 0.420%
55 11.989 1481 1488 1492 rVV 54314 110186 ©.95% 0.126%
56 12.260 1529 1534 1540 rVB 82559 125364 1.08% 0.143%
57 12.495 1568 1574 1582 rBV 74778 175930 1.51% 0.200%
58 12.848 1627 1634 1640 rBV3 76246 137911 1.18% 0.157%
59 12.977 1650 1656 1667 rBv4 87668 221541 1.90% 0.252%
60 13.383 1719 1725 1735 rBV3 204748 350868 3.01% 0.400%
61 13.601 1757 1762 1770 rVB2 87976 150535 1.29% 0.171%
62 13.966 1818 1824 1830 rVV 1070426 1553382 13.34% 1.770%
63 14.065 1837 1841 1845 rVV 192685 281088 2.41% 0.320%
64 14.107 1845 1848 1855 rVB 205603 301529 2.59% 0.343%
65 14.254 1867 1873 1880 rVV 1286810 1783496 15.32% 2.032%
66 14.560 1917 1925 1930 rBV 1008025 1478829 12.70% 1.685%
67 14.624 1930 1936 1945 rVB5 62265 147854 1.27% 0.168%
68 14.748 1952 1957 1971 rVB 372397 591824 5.08% 0.674%
69 15.548 2082 2093 2099 rBV 1476898 2100778 18.04% 2.393%
70 15.660 2106 2112 2117 rW 447084 599376 5.15% 0.683%
71 16.095 2179 2186 2189 rBV 72870 113359 ©.97% 0.129%
72 16.130 2189 2192 2199 rVB 86083 126018 1.08% 0.144%
73 17.054 2339 2349 2355 rBV7 62564 165457 1.42% 0.188%
74 17.295 2385 2390 2394 rVV 1014998 1449849 12.45% 1.652%
75 17.336 2394 2397 2401 rVWW 460142 595186 5.11% 0.678%

76 17.395 2401 2407 2417 rVB 1404137 2006661 17.23% 2.286%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc :

ALS Vvial : 58 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M

Title : SVOA CALIBRATION

77 18.195 2535 2543 2546 rBV2 493307 912559 7.84%  1.040%
78 18.359 2567 2571 2575 rVV2 150521 259160 2.23% 0.295%
79 18.401 2575 2578 2589 rVB 112143 181365 1.56% 0.207%
80 18.501 2589 2595 2603 rBV5 69298 171616 1.47% ©.195%
81 19.083 2690 2694 2698 rBV 134530 214799 1.84%  0.245%
82 19.136 2698 2703 2707 rVV5 80739 149531 1.28% 0.170%
83 19.348 2732 2739 2746 rVV 570168 933115 8.01% 1.063%
84 19.612 2781 2784 2789 rVB4 85462 112407 ©.97% 0.128%
85 19.677 2790 2795 2799 rBV 1556797 2180272 18.72% 2.484%
86 19.812 2816 2818 2826 rVB 92816 109211 0.94% 0.124%
87 20.195 2879 2883 2887 rVB 127694 182039 1.56% 0.207%
88 20.300 2897 2901 2904 rBV3 99428 162343 1.39% 0.185%
89 20.542 2936 2942 2945 rVvVv2 225587 420301 3.61% 0.479%
90 20.577 2945 2948 2954 rVB2 136482 208257 1.79% 0.237%
91 21.165 3044 3048 3060 rVB2 655570 941500 8.09% 1.073%
92 21.453 3091 3097 3101 rBV2 1524836 2181416 18.73% 2.485%
93 22.083 3200 3204 3212 rBV 811030 1088340 9.35%  1.240%
94 22.153 3213 3216 3221 rVB3 203465 252300 2.17% 0.287%
95 23.118 3376 3380 3384 rBV 278768 450174 3.87% ©0.513%
96 23.306 3408 3412 3416 rBV2 199351 310739 2.67% 0.354%
97 23.377 3416 3424 3433 rVB 6712186 11644104 100.00% 13.264%
98 23.688 3471 3477 3483 rBV2 945204 1798938 15.45% @ 2.049%
99 23.847 3498 3504 3511 rVB2 654408 1264137 10.86% 1.440%
100 24.847 3668 3674 3685 rVB 742685 1631020 14.01% 1.858%

Sum of corrected areas: 87784144
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM033987.D\data.ms
7000000

6000000
5000000
4000000
3000000 5.013 5.543

2000000 5.919

4.372 -995
100000013073 49 4712 540 7.0847 454,,7.918160 8631 gocs 49.0583540.730
4. 5.74 4566 8 480072 iR , 98 p
4287 4.83 A il e 0.518(7866 11181666
T

Yay A A
T T 1T T T 1 T T T T T T 1T =TT 1 T T T T T T T T IR 1T T T 11 UL UL T T
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Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BM033987.D\data.ms
7000000

6000000
5000000
4000000
3000000

2000000
15.548 17.395 19.677

4.254
13.9&6 17.2
1000000 14.560

13 4.748 15.660 17/3
/988260493 2124877 F%601 L 163 _ [ )

N NN
T T T T Tt r T L s (I B [ A A B L L

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance TIC: BM033987.D\data.ms
7000000 23.877

6000000

5000000

4000000

3000000

2000000 21.453

1000000

o

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Methyl Isobutyl Ketone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.649 17.53 ng/ul 845482 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 91
2 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 90
3 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 90
4 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 87
5 2-Hexanone 100 C6H120 000591-78-6 78
Abundance  Scan 70 (3.649 min): BM033987.D\data.ms (-65) (-) m/z 43.10 100.00%
431
L h
85.1 L e
“ ‘ } 3.40 3.60 3.80 4.00
Okl L[ 119.147.2 2091 266¢ ., 5.5  38.87%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4357: Methyl Isobutyl Ketone
43.0
5000 LIS LA LA INL AL L B
3.40 3.60 3.80 4.00
85.0 m/z 57.10 27.61%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #4345: Methyl Isobutyl Ketone
43.0
e REERE
3.40 3.60 3.80 4.00
5000 m/z 41.10 25.48%
‘ H ‘ 100.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4356: Methyl Isobutyl Ketone ST A T
43.0 3.40 3.60 3.80 4.00
m/z 85.10 18.69%
5000
100.0
1
Ul Y,
m/z--> 20 40 60 80 100120140160180200220240260 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Butanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.054 29.63 ng/ul 1428910 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 64
2 Butanoic acid 88 (C4H802 000107-92-6 62
3 Butanoic acid 88 (C4H802 000107-92-6 52
4 Butanoic acid 88 (C4H802 000107-92-6 49
5 Pentanoic acid 102 C5H1002 000109-52-4 40
Abundance Scan 139 (4.054 min): BM033987.D\data.ms (-116) (-) m/z 60.05 100.00%
60.0
91.0
5000

H‘H 3.80 4.00 4.20 4.40
gl 4 147.0 2211 2810 .., 91 .95  55.89%

miz-> 50 100 150 200 250

Abundance #2273: Butanoic acid

6Q.0
5000 L L L I L BN L IR
27.0 3.80 4.00 4.20 4.40
m/z 73.10 35.13%
T T “‘\ “\HH ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #2274: Butanoic acid
60.0
e AARARSEEEEE A
3.80 4.00 4.20 4.40
5000 m/z 92.10 31.37%
27.0
1
miz--> 50 100 150 200 250
Abundance #2275: Butanoic acid T A RRAREE
60.0 3.80 4.00 4.20 4.40
m/z 42.10 25.81%
5000
27.0
ad
m/z--> 50 100 150 200 250 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Hydrazine, 1,1-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4,372 15.33 ng/ul 739264 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 59
2 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 53
3 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 53
4 Butanoic acid 88 C4H802 000107-92-6 50
5 Formic acid hydrazide 60 CH4N20 000624-84-0 47
Abundance Scan 193 (4.372 min): BM033987.D\data.ms (-191) (-) m/z 60.10 100.00%
60.1
5000 A
T
M ‘ 97.0 135.1 207.1 281.( 4.004.20 4.40 4.60
A e m/z 45.10 51.88%
miz-> 50 100 150 200 250
Abundance #325: Hydrazine, 1,1-dimethyl-
60.0
5000 L BN B R B
4.00 4.20 4.40 4.60
28.0 m/z 73.10 43.78%
T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #321: Hydrazine, 1,1-dimethyl-
60.0
s A RARRERRR
4.00 4.20 4.40 4.60
5000 m/z 43.10 31.74%
18.0
T
miz--> 50 100 150 200 250
Abundance #323: Hydrazine, 1,1-dimethyl- A RERRNRRRREEEL
60.0 4.00 4.20 4.40 4.60
m/z 41.10 28.89%
11 \///////N/{AAV,W
m/z--> 50 100 150 200 250 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Ethanol, 2-propoxy- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.472  23.19 ng/ul 1118580 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 83
2 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 83
3 Ethanol, 2-methoxy-, acetate 118 C5H1003 000110-49-6 33
4 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 33
5 Acetic acid, butyl ester 116 C6H1202 000123-86-4 12
Abundance Scan 210 (4.472 min): BM033987.D\data.ms (-205) (-) m/z 43.10 100.00%
43.1
5000
73.1
 AARAREENEREEE S L
4.20 4.40 4.60 4.80
(

ol lu 1110421350 1930 280!  n,; 45,10  48.75%

miz-> 50 100 150 200 250

Abundance #5368: Ethanol, 2-propoxy-

43.0
5000 LU BN L B L BB R
4.20 4.40 4.60 4.80
73.0 m/z 41.10 31.37%
T T H ‘\‘H ‘ H\ \“ T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #5369: Ethanol, 2-propoxy-
43.0
N EESEEEE S Dt
4.20 4.40 4.60 4.80
5000 m/z 73.10 29.98%
73.0
14.0) u‘“ P T X
miz--> 50 100 150 200 250
Abundance #9891: Ethanol, 2-methoxy-, acetate R AR TR
43.0 4.20 4.40 4.60 4.80
m/z 86.05 10.12%
5000
m/z--> 50 100 150 200 250 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.013 87.52 ng/ul 4220800 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
Abundance Scan 302 (5.013 min): BM033987.D\data.ms (-295) (-) m/z 43.10 100.00%
43.1
5000
101.1 SRS A WSRNS—
‘ ' 4.60 4.80 5.00 5.20 5.40
ol bl oy 1850 2080 28l /7 59.05  63.76%
miz-> 50 100 150 200 250
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R B B

4.60 4.80 5.00 5.20 5.40
m/z 101.10 23.49%

10‘1.0
ul ol .
T T T T ’ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R RERE R R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.83%
‘ 101.0
o O —
m/z--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- s R ERE T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.92%
5000
101.0
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20 5.40

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:00:56 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Ethylbenzene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.407 27.93 ng/ul 1346820 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 94
2 Ethylbenzene 106 C8H10 000100-41-4 94
3 Ethylbenzene 106 C8H10 000100-41-4 94
4 Ethylbenzene 106 C8H10 000100-41-4 91
5 Ethylbenzene 106 C8H10 000100-41-4 91
Abundance Scan 369 (5.407 min): BM033987.D\data.ms (-361) (-) m/z 91.10 100.00%
91.1
5000 /\/\
R AR RAREE
51.1 5.00 5.20 5.40 5.60 5.80
e 200 2810 s 106,10 30.21%
m/z--> 0 50 100 150 200 250
Abundance #5732: Ethylbenzene
91.0
5000 ‘\\\\‘\\\\/‘\\\\\‘\\\\‘\\
5.00 5.20 5.40 5.60 5.80
m/z 51.10 10.95%
51.0
’1\5‘.\0‘\ ‘\ }“ \“\ H‘\ \‘ ““\ T T T ’ T T T T ‘ T T T ‘ T T T
miz--> 0 50 100 150 200 250
Abundance #5734: Ethylbenzene
91.0
A e e
5.00 5.20 5.40 5.60 5.80
5000 m/z 65.10 10.28%
51.0
,¥5Q‘Mﬁ‘ﬁﬂhﬂ‘w —_— 7
miz--> 0 50 100 150 200 250
Abundance #5731: Ethylbenzene e
91.0 5.00 5.20 5.40 5.60 5.80
m/z 77.05 9.35%
5000
51.0
LR ) A | N
m/z--> 0 50 100 150 200 250 5.00 5.20 5.40 5.60 5.80

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:00:57 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzene, 1,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.543 114.14 ng/ul 5504690 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
5 o-Xylene 106 C8H10 000095-47-6 95
Abundance Scan 392 (5.543 min): BM033987.D\data.ms (-386) (-) m/z 91.10 100.00%
91.1
5000 }\
H“H“H‘w“u,‘u‘_
51.0 ‘ 5.20 5.40 5.60 5.80
Obr bbbl Ll 1469 2070 016605 43.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
5000 L L L L L B L O
5.20 5.40 5.60 5.80
m/z 105.10 20.97%
51.0 ‘
\\\‘2\7\\0\“\\“‘\‘\‘\\\\‘H’\\1\“N\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5719: o-Xylene
91.0
A ARAREAR T
5.20 5.40 5.60 5.80
5000 m/z 77.05 12.57%
T I S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5724: p-Xylene A AREaT R
91.0 5.20 5.40 5.60 5.80
m/z 51.05 9.69%
5000
2201 [L
Iy i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.20 5.40 5.60 5.80

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:00:58 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 2-Heptanone Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
5.748 9.98 ng/ul 481289 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 90
3 2-Heptanone 114 C7H140 000110-43-0 90
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 86
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 83
Abundance Scan 427 (5.748 min): BM033987.D\data.ms (-422) (-) m/z 43.10 100.00%

43.1

5000
5.40 5.60 5.80 6.00
114.1 .

A B2 St 1880 2810 h/; 58.05  61.02%

miz-> 50 100 150 200 250

Abundance #8423: 2-Heptanone

43.0
5000 L L LN BN R R
5.40 5.60 5.80 6.00
m/z 71.05 16.22%
\\“\ ‘\“““\ F:I\H‘O\"l]\-ﬁiwloww‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #8424: 2-Heptanone
43.0
5.40 5.60 5.80 6.00
5000 m/z 41.10 12.27%
‘ ‘ 114.0
e
miz--> 50 100 150 200 250
Abundance #8418: 2-Heptanone
43.0 5.40 5.60 5.80 6.00
m/z 59.10 10.59%
114.0
13\-0“\‘ H\‘ il El-o‘ | M J

m/z--> 50 100 150 200 250 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 o-Xylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.919 53.55 ng/ul 2582730 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 97
2 p-Xylene 106 C8H1e0 000106-42-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 p-Xylene 106 C8H10 000106-42-3 97
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
Abundance Scan 456 (5.919 min): BM033987.D\data.ms (-450) (-) m/z 91.10 100.00%
91.1
5000 j\
51.0 ‘ ' 5.60 5.80 6.00 6.20
Obrrrbibe 1280 2070 281 . 1e6.10  42.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5719: o-Xylene
91.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\‘
5.60 5.80 6.00 6.20
m/z 105.10  18.43%
51.0 ‘
]\-ﬁ‘OH\\“\\‘h‘\"\‘\\\‘H’\\‘1\“H\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5725: p-Xylene
91.0
R EAAEEmEEEE SR
5.60 5.80 6.00 6.20
5000 m/z 77.05 12.16%
51.0 ‘
\u‘u\\“\\‘h‘\,‘uu\‘,\\1\‘1‘\u‘u\\‘u\\‘\u\,\u\,HHWHWHWHW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5727: o-Xylene  ERRRREREE LR
91.0 5.60 5.80 6.00 6.20
m/z 51.05 10.57%
5000
39.0 K
o

m/z--> 20 40 60 80 100120140160180200220240260280 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10

Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.M
: SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Ethanol, 2-butoxy- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

5.995 34.49 ng/ul 1663300 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 91
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 74
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 64
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50

Abundance Scan 469 (5.995 min): BM033987.D\data.ms (-463) (-)
57.1

m/z 57.10 100.00%

5000 //\
87.1 L e e s e e
‘ 5.60 5.80 6.00 6.20 6.40
el eyt L 1181 1470 2079 n/z 45,05 39.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10025: Ethanol, 2-butoxy-
57.0
5000 L
5.60 5.80 6.00 6.20 6.40
29.0 87.0 m/z 41.05  36.43%
118.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10027: Ethanol, 2-butoxy-
57.0
5.60 5.80 6.00 6.20 6.40
5000 m/z 87.10 18.87%
29.0
87.0
H“wkJﬂ‘NM‘wﬂ"H“H“_‘H“H“H“_“w“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10024: Ethanol, 2-butoxy- e
57.0 5.60 5.80 6.00 6.20 6.40
m/z 56.05 8.55%
5000 29.0
87.0
\l | 118.0
corpe b e e T R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20 6.40

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:01:01 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10

Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.M
: SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Benzene, (1-methylethyl)-

Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
6.401  4.58 ng/ul 220918  1,4-Dichlorobenzene-d4  7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (L-methylethyl)- 120 com2 000098-52-8 68

2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 47
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 47
4 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 47

5 (S)-(-)-2-Amino-3-phenyl-1-propanol 151

C9H13NO

Abundance Scan 538 (6.401 min): BM033987.D\data.ms (-529) (-)

003182-95-4 38

m/z 105.10 100.00%

60.0 105.1
5000
e A RARE
H‘ ‘ 192.9 6.00 6.20 6.40 6.60 6.80
HM\‘}H\““\ \‘ ”“M\ e A .‘ LB 2\8\l$ m z 60.05 88.99%
miz--> 50 100 150 200 250
Abundance #10712: Benzene, (1-methylethyl)-
105.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
6.00 6.20 6.40 6.60 6.80
51.0 ‘ ‘ m/z 41.05 52.96%
1\5-\0‘\ ‘\‘ }“ \‘H T H“\ \‘ “M T \‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #4826: Butanoic acid, 3-methyl-
60.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 55.05 39.88%
27.0
miz--> 50 100 150 200 250
Abundance #4824 Butanoic acid, 3-methyl- T T
60.0 6.00 6.20 6.40 6.60 6.80
m/z 57.10 34.82%
5000
27.0
mlz--> 50 100 150 200 250 6.00 6.20 6.40 6.60 6.80

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:01:02 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 2-Propanol, 1-butoxy- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.566 10.43 ng/ul 502827 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 83
3 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 59
4 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 50
5 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 45
Abundance Scan 566 (6.566 min): BM033987.D\data.ms (-555) (-) m/z 57.05 100.00%
57.0
5000 87.1
e e  RAREAREEEST
H ‘ . 620640 6.60 6.80
Ml b 2202 2071 28L. sz 45.10 96.83%
miz-> 50 100 150 200 250
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
5000 L LA R R B LI BN I
87.0 6.20 6.40 6.60 6.80
m/z 41.05 52.00%
1\5“-\()“\‘ w‘ ‘ H‘\‘ \M T ‘H\ ‘1\17\0\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
T TS e
6.20 6.40 6.60 6.80
5000 m/z 87.10 37.80%
87.0
15.0 ‘ H“\ BTt ‘1‘17"0‘ — — —
miz--> 50 100 150 200 250
Abundance #49756: Carbonic acid, bis(1-methylpropyl) ester ‘ ‘(/M/‘\m REmms ﬁj‘t‘
57.0 6.20 6.40 6.60 6.80
m/z 56.05 34.66%
5000
‘ 118.0
2ol L T I e
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:01:03 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 unknown-01 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
6.919 5.53 ng/ul 266750 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Ethoxypropionic acid 118 C5H1e03 004324-38-3 43
2 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 37
3 Malic Acid 134 C4H605 006915-15-7 37
4 Undecyl butyrate 242 C15H3002 1000428-74-4 27
5 1,5-Anhydro-d-talitol 164 C6H1205 051607-74-0 27

Abundance Scan 626 (6.919 min): BM033987.D\data.ms (-616) (-) m/z 43.10 100.00%

43.1 73.1
- /\J\J/M
6.60 6.80 7.00 7.20
120.0 . : : : :
— “: ”\“‘\““h‘” A0 2820y 73.10 91.67%
m/z--> 50 100 150 200 250
Abundance #9886: .beta.-Ethoxypropionic acid
31.0 73.0
5000 /LT/\\‘\\\\‘\\\\‘\\\\’\\\\‘
6.60 6.80 7.00 7.20
m/z 57.10 90.08%
\“‘\H!‘ \“\ \0‘”‘3.\0\ L B B B B B B B B B B B
m/z--> 50 100 150 200 250
Abundance #35368: Butanoic acid, pentyl ester
71.0
R L R
6.60 6.80 7.00 7.20
50001 27.0 m/z 71.05 82.81%
miz--> 50 100 150 200 250
Abundance #17175: Malic Acid R RRRER R
43.0 89.0 6.60 6.80 7.00 7.20
m/z 59.95 57.66%
5000
||| | 1340 AN
—eed e EREEEE RS e
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:01:05 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 .beta.-Ethoxypropionic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.978 13.70 ng/ul 660573  1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Ethoxypropionic acid 118 C5H1e03 004324-38-3 72
2 1-Butanol, 4-(1-methylethoxy)- 132 C7H1602 031600-69-8 42
3 .beta.-Ethoxypropionic acid 118 C5H1003 004324-38-3 42
4 Butylmethylsilane 102 C5H14Si 018143-64-1 38
5 N-Formyl-beta-alanine 117 C4H7NO3 014565-43-6 25

Abundance Scan 636 (6.978 min): BM033987.D\data.ms (-630) (-) m/z 43.10 100.00%

43.1 73.1
5000
e e e
1051 1470 ~ 6.606.80 7.00 7.20 7.40
Al LTI 1470 2074 2820 ., 7319 84.60%
miz--> 50 100 150 200 250
Abundance #9888: .beta.-Ethoxypropionic acid
73.0
430
5000 L AL N B B R R
6.60 6.80 7.00 7.20 7.40
m/z 71.10 71.44%
118.0
T T T \‘H“‘ “!‘ \‘\ T }“ T ‘\ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #16566: 1-Butanol, 4-(1-methylethoxy)-
43.0
e S aRa|
6.60 6.80 7.00 7.20 7.40
5000 730 m/z 45.10  52.11%
I —
m/z--> 50 100 150 200 250
Abundance #9886: .beta.-Ethoxypropionic acid
31.0 730 6.60 6.80 7.00 7.20 7.40
m/z 57.10 49.49%
Al ‘ N — SEAVILVIREVS
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Benzene, 1l-ethyl-2-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
7.007 8.21 ng/ul 396165 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 87
2 Mesitylene 120 C9H12 000108-67-8 87
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 80
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 74
Abundance Scan 641 (7.007 min): BM033987.D\data.ms (-639) (-) m/z 105.10 100.00%
105.1
5000 M
R R
60.1 | ~ 6.606.80 7.00 7.20 7.40
T H i‘”‘!‘m\ M\ L ‘M\H”\‘ ]\-49% L — \2‘07\0\ L —— 2\8\1\- m/Z 120.10 31.13%
miz--> 50 100 150 200 250
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘\\\\‘\\f\\\‘\\\\‘\\\\‘\\
6.60 6.80 7.00 7.20 7.40
m/z 91.10 14.97%
39.0
T \‘\ ‘\‘ i‘””\”?\s‘ﬁwow“ “‘\”\‘ LN B B A
miz--> 50 100 150 200 250
Abundance #10695: Mesitylene
105.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 60.10 12.97%
B0 a0
e e e s e e o — —
miz--> 50 100 150 200 250
Abundance #10715: Benzene, 1,2,3-trimethyl- T R
105.0 6.60 6.80 7.00 7.20 7.40
m/z 77.10 12.17%
39.0
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Mesitylene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.313 12.44 ng/ul 599780 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
3 Mesitylene 120 C9H12 000108-67-8 76
4 Mesitylene 120 C9H12 000108-67-8 70
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 70

Abundance Scan 693 (7.313 min): BM033987.D\data.ms (-688) (-) m/z 105.10 100.00%

105.1
43.0 )
5000
‘ 7.00 7.20 7.40 7.60
S uhu‘-‘lw u““u bl 24012080 n/z 43.05  55.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10722: Benzene, 1-ethyl-2-methyl- \J/\kam/deJ\Juv
105.0
5000 AR NAREA AR AR
7.00 7.20 7.40 7.60
m/z 120.05 29.47%
39.0 77.0
H‘whHhth”HLM‘M\N‘W”H‘M‘H\H‘W‘H‘M‘H\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10724: Benzene, 1-ethyl-2-methyl- /\
105.0 AA A
A‘\H‘w“ww‘w‘w“w
7.00 7.20 7.40 7.60
5000 m/z 41.10 23.73%
77.0
‘”?pr‘iﬂu”MWJ”NM”W”‘W‘”W‘”‘W‘”W‘”\”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10694: Mesitylene B e R A
105.0 7.00 7.20 7.40 7.60
m/z 61.10 19.84%
5000 /(NAWJ\
77.0
;§9”?%?”“V“‘M‘J”\m‘w“‘”\”‘w“”\”‘w“”\” 4ﬁ?”7*w“w‘w‘\w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Benzene, 1,2,4-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.572  21.45 ng/ul 1034530 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 737 (7.572 min): BM033987.D\data.ms (-730) (-) m/z 105.10 100.00%
105.1
5000
510 /71 7.20 7.40 7.60 7.80
\\\\‘\\\\“\\“\”\“‘\‘\\\m‘\\“\\‘w‘\\‘\““:\Lgﬁ.?\\\\’\\\\’\\\\2‘(\)?.\]\- m/Z 120.10 39.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0
7.20 7.40 7.60 7.80
390 770 m/z 77.10 12.50%
50 L hh 4
\\\“\‘\M\\‘i‘\\“”\““\‘\\\H‘\\“‘\\‘M\\‘\“‘\\\\’\\\\’\\\\’\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
T T
7.20 7.40 7.60 7.80
5000 m/z 119.10 11.52%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 J\ﬁ
Abundance #10705: Benzene, 1,2,4-trimethyl- A e
105.0 7.20 7.40 7.60 7.80
m/z 91.05 11.09%
5000
28.0 51.0 77.0
‘HH‘NM‘MHW‘NL‘M_‘LWHMﬂw“u,‘u‘,u“,u“_“‘ M
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M

Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 22 1-Hexanol, 2-ethyl-

Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
7.995 4.63 ng/ul 223239 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 809 (7.995 min): BM033987.D\data.ms (-802) (-) m/z 57.10 100.00%
57.1
- Mw
832 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
h ‘ 108.0 7.60 7.80 8.00 8.20 8.40
el AT 1382 2211 4o 4110 45.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 B R N
20.0 7.60 7.80 8.00 8.20 8.40
' 83.0 m/z 43.10 44.29%
”’112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
T T
7.60 7.80 8.00 8.20 8.40
5000 m/z 55.10 29.80%
83.0
29.0 ‘ ‘
I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15685: 1-Hexanol, 2-ethyl- Rmaas e RERRSEEEE
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.05 22.38%
5000
83.0
29.0
‘ ‘ ‘ 112.0
e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20 8.40

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:01:10 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 23 Benzene, 1,2,3-trimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.042 7.24 ng/ul 349228 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 817 (8.042 min): BM033987.D\data.ms (-813) (-) m/z 105.10 100.00%
105.1
5000
ARREaEEERE L
51.0 7.80 8.00 8.20 8.40
el d 0 2070 281 ;106,10 37.65%
miz-> 50 100 150 200 250
Abundance #10692: Mesitylene
105.0
5000 UL B L I BN L
7.80 8.00 8.20 8.40
m/z 77.10 12.33%
51.0
T T T ‘\ “ h\” T ‘H\ \‘ ‘H T H‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 /\
R R s
7.80 8.00 8.20 8.40
5000 m/z 91.10 9.77%
39.0
T ) S
miz--> 50 100 150 200 250
Abundance #10705: Benzene, 1,2,4-trimethyl- R e
105.0 7.80 8.00 8.20 8.40
m/z 119.10 9.68%
5000
"L M. L
‘\‘H\HM | | \m ;

m/z--> 50 100 150 200 250 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 24 Benzyl alcohol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.160 22.63 ng/ul 1091576  1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol 108 C7H80 000100-51-6 98
2 Benzyl alcohol 108 C7H80 000100-51-6 96
3 Benzyl alcohol 108 C7H80 000100-51-6 95
4 Benzyl alcohol 108 C7H80 000100-51-6 94
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 91
Abundance Scan 837 (8.160 min): BM033987.D\data.ms (-832) (-) m/z 79.10 100.00%
79.1
108.1
5000
51.1
EmmanmmESS R
“ ‘ ‘ 7.80 8.00 8.20 8.40
e 2090 7 168.16  69.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6065: Benzyl alcoho
79.0
108.0
5000 L B LR B I B I
0 7.80 8.00 8.20 8.40
51 m/z 77.05 62.39%
27-0’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6066: Benzyl alcohol
79.0 108.0
SEDAN /G A W WS
7.80 8.00 8.20 8.40
5000 ITI/Z 107.05 50.17%
51.0
m‘HH‘“M‘U‘“HH‘;M,H”‘H““"‘mwm‘mwmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6067: Benzyl alcoho
79.0 108.0 7.80 8.00 8.20 8.40
m/z 51.10 27.41%
5000
51.0
27.0 ‘ ‘
S A NI N e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 26 Benzene, 1-methyl-3-propyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.478 4.80 ng/ul 231458 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 87
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 87
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 87
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 87
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 80
Abundance Scan 891 (8.478 min): BM033987.D\data.ms (-885) (-) m/z 105.10 100.00%
105.1
5000
57.1
‘ 13% L 8.20 8.40 8.60 8.80
gl huf 1021930 2810 4 13405 23.10%
miz--> 50 100 150 200 250
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
\ AA A N\
5000 L L L L LA L
8.20 8.40 8.60 8.80
m/z 57.10 22.37%
39.0 E
o ‘\‘ i‘” \‘7\4wa ‘\“ “‘ T M\l§‘ \'0‘ B B B B B
miz--> 50 100 150 200 250
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
e A REARERE
8.20 8.40 8.60 8.80
5000 m/z 106.10 13.55%
B ey LB
miz--> 50 100 150 200 250 A«
Abundance #17053: Benzene, 1-methyl-3-propyl- “A\H“A“‘_“W‘A‘
105.0 8.20 8.40 8.60 8.80
m/z 77.05 12.08%
5000
39.0 L;
DT
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 28 unknown-02 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.889 8.40 ng/ul 405247  1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butoxyacetic acid 132 C6H1203 002516-93-0 46
2 (+)-cis-Verbenol, trimethylacetate 236 C15H2402 1000462-96-9 32
3 Benzeneacetic acid, 1,1-dimethyl... 192 C12H1602 016537-09-0 17
4 Propyl 4,4-dimethyl-3-oxopentanoate 186 C10H1803 077067-73-3 17
5 Butoxyacetic acid 132 C6H1203 002516-93-0 16

Abundance Scan 961 (8.889 min): BM033987.D\data.ms (-954) (-) m/z 57.10 100.00%

57.1
5000 119.1
PR e T
‘87 1 8.60 8.80 9.00 9.20
bbb 2080 268 2 41,10 50.85%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16360: Butoxyacetic acid
57.0
5000 L L L L L B LR
29.0 8.60 8.80 9.00 9.20
m/z 119.10 43.17%
‘87.0
Hw\‘H‘H‘HH‘HH’HH‘\H\‘\H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #118645: (+)-cis-Verbenol, trimethylacetate
57.0
oo S LNSRATAVEIY
' 8.60 8.80 9.00 9.20
5000 m/z 61.05 32.34%
91.0
29 0
JLu}”“‘,1‘5‘%9““1‘93‘9‘”,””_m_m
m/z--> 20 40 60 80 100 120140160180200220 240260
Abundance  #66710: Benzeneacetic acid, 1,1-dimethylethyl ester R EamAEENLEEEE S
57.0 8.60 8.80 9.00 9.20

m/z 60.10 27.49%

119.0
5000 91.0
29.0
” ‘ A ‘\ | 192.0

m/z--> 20 40 60 80 100120140160180200220240260 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 30 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.166 15.83 ng/ul 763476  1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 83
Abundance Scan 1008 (9.166 min): BM033987.D\data.ms (-1000) (-) m/z 57.10 100.00%
57.1
- A_/\J\MA
85.2 \‘\\\\‘\\\\‘\\\\’\\\\‘\
8.80 9.00 9.20 9.40
113.1 156.2
0 "mMu”ﬂ;w‘lHm\HmHH_He_m‘l?‘lz?w_m m/z 43.10  79.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane
57.0
5000 LR R BB B R I
8.80 9.00 9.20 9.40
. m/z 41.10 45.00%
290 85.0 /
\‘\‘\‘\\“‘}\\H“\\“\\‘1‘\\\“]\-\].i:‘g\.‘()\‘\\\‘\l\\516‘.(\)\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
AR RS S
8.80 9.00 9.20 9.40
5000 m/z 71.10 43.80%
85.0
29.0
| “\‘ L ‘ /1130 141.0 169.0 197.0 226.0
e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane R T
57.0 8.80 9.00 9.20 9.40
m/z 85.15 25.23%
5000
29.0 85.0
‘\‘ | ‘\ H‘ “\ \“ il 11\3.0 L 141'0 184.0
e R e A ABANAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 31 Hexanoic acid, 2-ethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.254 12.58 ng/ul 606512 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 59
5 Heptanoic acid, 2-ethyl- 158 CSH1802 003274-29-1 53

Abundance Scan 1023 (9.254 min): BM033987.D\data.ms (-1013) (-) m/z 73.10 100.00%

73.1
5000
411
H 101.1 9.00 9.20 9.40 9.60
m,m‘,‘H‘mue‘wu‘wm““”‘U,w,lﬁz’f‘;‘z‘H_H?‘Q?‘c‘l,w,m?ﬁ‘?:ﬁ m/z 88.05 78.26%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24101: Hexanoic acid, 2-ethyl-
88.0
5000 L L L B R BN B B
57.0 9.00 9.20 9.40 9.60
29.0 . .26%
‘ ‘ 116.0 m/z 41.10 37.26%
\\\’\L\\"“\‘\\“1“\\“\‘\“\‘\\“\\\!’\\%4’%.9‘\\H‘\\H‘HH’HH’\H\‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
T e
9.00 9.20 9.40 9.60
5000 m/z 55.10  30.98%
41.0
‘ 101.0
B
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24099: Hexanoic acid, 2-ethyl- R SEEEEE
73.0 9.00 9.20 9.40 9.60
m/z 57.10 28.33%
5000
41.0 116.0
m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 33 Benzoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.095 34.15 ng/ul 2640850  Naphthalene-d8 10.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 97
2 Benzoic acid 122 C7H602 000065-85-0 96
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Cyclobutane-1,1-dicarboxamide, N... 382 C20H18N206 1000253-25-3 91
5 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 91

Abundance Scan 1166 (10.095 min): BM033987.D\data.ms (-1142) (-  m/z 105.10 100.00%

105.1
77.1 122.1
5000 51.0
1

10.00
bt el 3512 7 10 77.51%

m/z--> 20 40 60 80 100 120 140
Abundance #11264: Benzoic acid
105.0
770 122.0

5000
51.0 10 00
m/z 122.10  76.23%

ZZO‘H ‘\ Ll \ !
T \ ‘ T ‘ T ‘ \“\ T ‘ T \‘\ ‘ T T T ’ T T 1T ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #11265: Benzoic acid
105.0 122.0

77.0 T ‘

10.00
5000 51.05 37.97%

51.0
mwH_m‘iwww‘_”u‘Jm,hm_m
m/z--> 20 40 60 80 100 120 140

Abundance #11261: Benzoic acid N“7~‘

103.0122.0 1000

m/z 50.10  23.91%

77.0
5000
51.0
27. 0 I ‘\ ol | | |

m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 36 Benzoic acid, 4-methyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.666 4.76 ng/ul 368255 Naphthalene-d8 10.730
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 96
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 96
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 94
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 94
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 94
Abundance Scan 1433 (11.666 min): BM033987.D\data.ms (-1425) - m/z 91.10 100.00%
91.1
136.1
5000
= —
39.1 ‘ 11.50 12.00
il 2089 28U gag 65 61.32%
miz-> 50 100 150 200 250
Abundance #18705: Benzoic acid, 4-methyl-
91.0
136.0 /h\\ﬂ
5000 L ‘

-
11.50 12.00
m/z 119.05 58.85%

39.0 ‘
— JW‘J““‘M¢ A
miz--> 100 150 200 250
Abundance #18704: Benzoic acid, 4-methyl-
91.0
136.0 NN

1150 1200
5000 m/z 65.05 23.92%
39.0
m/z--> 50 100 150 200 250
Abundance #18702: Benzoic acid, 4-methyl-
91.0 11 50 12 00

m/z 92.10 15.40%

136.0
5000
39.0
\\‘\WJM‘ ‘ [ | N&m L how

m/z--> 100 150 200 250 1150 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 39 unknown-03 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.383 4.75 ng/ul 350868 Acenaphthene-d10 14.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethene, (2-ethoxy-1-methoxyethoxy)- 146 C7H1403 054063-18-2 38
2 1,3-Bis(dimethylsilyl)propane 160 C7H20Si2 1000434-34-9 38
3 Propionitrile, 3-trimethylhydraz... 127 C6H13N3 097812-31-2 37
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 35
5 1,3-Pentanediol, 2-methyl- 118 C6H1402 000149-31-5 35

Abundance Scan 1725 (13.383 min): BM033987.D\data.ms (-1719) - m/z 59.05 100.00%
0

59.
5000
100.1 — ™
‘ ‘ 129.1 1752 13.00 13.50
bbbt 752 2091 2BLE o 4s 65 42.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25406: Ethene, (2-ethoxy-1-methoxyethoxy)-
59.0
5000 — rd
29.0 13.00 13.50
m/z 55.10 34.53%
89.0
H‘\‘\U\\““l‘\\\“\\H\‘\‘\?H‘MHH]‘-ﬁj\.\.‘o\\\\’\\\\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36584: 1,3-Bis(dimethylsilyl)propane
59.0
P e
13.00 13.50
5000 m/z 41.05 32.04%
100.0
145.0
29.0‘ ‘
m‘H‘H‘1‘”“““Hm‘w“H“‘m1“Hm‘HH“‘,uH‘,HH‘mwuwmwuu,u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13424: Propionitrile, 3-trimethylhydrazino- — —
59.0 13.00 13.50
m/z 69.05 24.66%
5000
100.0
27.0” ‘
e S — ] P
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM020122\

Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.M

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 44 n-Hexadecanoic acid Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
18.195 12.59 ng/ul 912559  Phenanthrene-d1e 17.295
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 94

Abundance Scan 2543 (18.195 min): BM033987.D\data.ms (-2535) (- m/z 73.10 100.00%

731
5000 129.0
213.2 o —
‘ 171.2 ‘ 63 18.00 18.50
; ‘3‘6 I, \\‘H\ ‘\H il \ ‘ ‘ “ mm\ \‘ — w‘ T ‘35‘5" m/z 43.10 88.55%

m/z--> 100 150 200 250 300 350
Abundance #143510:n-Hexadecanok:add

5000 129.0 Pl il
18.00 18.50
171.0 213.0 256.0 m/z 60.05 84.48%
— ‘M‘ m\h”w u‘\ ul ‘\ ‘ “ “ “‘ | “ - ““ S —

%

%

m/z--> 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
e ==
129.0 256.0 18.00 18.50
5000 ITI/Z 57.10 75.13%
213.0
LT
H\‘ m\h‘\ﬂ\m‘ : HH“HH‘HH“
m/z--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid T —
256.0 18.00 18.50
' m/z 55.10  75.08%
5000
129.0
213.0
171.0 ‘
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 51 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
21.165 8.63 ng/ul 941500  Chrysene-di12 21.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 1-Tetracosene 336 C24H48 010192-32-2 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3048 (21.165 min): BM033987.D\data.ms (-3044) (- m/z 55.10 100.00%

55.1
5000 111.2
— —
‘ 167.1 2211 280.1 2100 2150
AR L0l 221 2801 3411 429, 57 19 98.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 T —
21.00 21.50
m/z 43.10 92.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
— —
21.00 21.50
5000 11.0 ITI/Z 83.10 86.81%
I T2 I
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene T T
55.0 21.00 21.50
m/z 69.10 80.21%
5000 11.0 ﬁ\JNyN//A\AM/\dJL
350.0
A [l ereona L S
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 52 n-Tetracosanol-1 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
22.083 9.98 ng/ul 1088340  Chrysene-d12 21.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Hexacosene 364 C26H52 018835-33-1 95
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3204 (22.083 min): BM033987.D\data.ms (-3200) - m/z 57.10 100.00%
57.1

- 1 JM
T T \
‘ . 242.2 S
ol AARLLEAINS2 |y (3083 4020 4741 ./, 5516 99.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0
111.0
5000 —T—
22.00
m/z 43.10 92.04%
\h L) .\}\ \Ll‘|6|7'.0 222.0 308.0
\\\\’\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0
T I
22.00
5000 111.0 m/z 83.10 91.25%
R e R A B T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #248981: 1-Heneicosyl formate = ‘
57.0 22.00
m/z 97.10 85.76%
5000 111.0 JL
{“J ‘H | ‘}‘ 167:0 2220 2940
R I e e o =
m/z--> 50 100 150 200 250 300 350 400 450 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 55 Oxirane, 2,2'-[(1-methyleth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.377 184.22 ng/ul 11644100  Perylene-di12 23.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,2'-[(1-methylethylide... 340 C21H2404 001675-54-3 95
2 Norcannabinol-9-carboxylic acid,... 340 C21H2404 053989-32-5 80
3 3(2H)-Benzofuranone, 2-(hydroxyp... 340 C19H2004Si 1000503-53-4 72
4 Methyl 4,6-dihydroxy-2,3-dimethy... 340 C16H2804Si2 1000502-58-9 72
5 2,6-Bis(1,1-dimethylethyl)cycloh... 325 C21H27NO2 017119-01-6 64
Abundance Scan 3424 (23.377 min): BM033987.D\data.ms (-3416) (-  m/z 325.20 100.00%
325.2
5000
P —
5711191 2131 23.00 23.50
O oo bbb bk | 3838 4760 849,/ 356 95 22.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248824: Oxirane, 2,2'-[(1-methylethylidene)bis(4,1-phen
325.0
5000 — - —
23.00 23.50
29.0 m/z 340.15 11.62%
’ ‘ 119.0 213.0
‘\\‘1‘1"‘\‘\1\J“\lLlf‘\l[I\h%f‘\u‘Wlf\1‘\L\\‘%\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248714: Norcannabinol-9-carboxylic acid, 11-
325.0
. ——
23.00 23.50
5000 m/z 57.1@ 11.50%
30 120 2880 |
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248362: 3(2H)-Benzofuranone, 2-(hydroxyphenylmethyl — —
325.0 23.00 23.50
m/z 269.10 8.85%
5000
73.0
. 253.0
5o, J | Jee0 2o gy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 56 Ethyl 2-[4-chlorophenyl]-7,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

24.847  25.80 ng/ul 1631020 Perylene-di12 23.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl 2-[4-chlorophenyl]-7,8-ben... 361 C22H16C1NO2 1000256-80-8 95
2 Acifluorfen 361 C14H7C1F3NO5  ©50594-66-6 53
3 Methyl 5-ox0-6-(4-phenoxyphenyl)... 361 C22H19NO4 1000482-02-4 46
4 1-(1-Adamantyl)-2-diphenylmethyl... 376 C25H320Si 1010283-12-4 43

5 Maprotiline, N-chlorodifluoroace... 389 C22H22C1F2NO  1000448-25-9 42

Abundance Scan 3674 (24.847 min): BM033987.D\data.ms (-3668) (-  m/z 361.20 100.00%

361.2
5000
2131

57 1 1191

‘ \ 269.1 24.50 2500
‘H*w\“ L J#wWWMLm‘Vw“w‘M“‘Mﬁ¥54w‘49% m/z 363. 34.53%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #270726: Ethyl 2-[4-chlorophenyl]-7, 8 benzocinchoninate
6.0
150.0
5000
253.0 24.50 25.00

m/z 362.20  22.76%

\1“““‘1\'\\’\ \‘“\\‘ \\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #270293: Acifluorfen
361.0

24 50 25 00
5000 m/z 213.10 20.54%
75.0
166.0
uﬂ‘\“l A‘\‘ I 1“\\“ # ﬁ‘&‘l R RRRRE
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #270743: Methyl 5-oxo0-6-(4-phenoxyphenyl)-1,2,3,5-tetra
361.0 24 50 25 00

m/z 119.10 17.78%

5000
77.0
180.0  274.0

15.0 | Lo g b ) i

2 U R S S SRR

m/z--> 0 50 100 150 200 250 300 350 400 450 24 50 25 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33987.D

Acqg On : 02 Feb 2022 23:10
Operator : CG/JU

Sample : N1355-07

Misc :

ALS Vvial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Methyl Isobutyl... 3.649 17.5 ng/ul 845482 1 7.925 964579 20.0
Butanoic acid 4.054 29.6 ng/ul 1428910 1 7.925 964579 20.0
Hydrazine, 1,1-... 4.372 15.3 ng/ul 739264 1 7.925 964579 20.0
Ethanol, 2-prop... 4.472 23.2 ng/ul 1118580 1 7.925 964579 20.0
2-Pentanone, 4-... 5.013 87.5 ng/ul 4220800 1 7.925 964579 20.0
Ethylbenzene 5.407 27.9 ng/ul 1346820 1 7.925 964579 20.0
Benzene, 1,3-di... 5.543 114.1 ng/ul 5504690 1 7.925 964579 20.0
2-Heptanone 5.748 10.0 ng/ul 481289 1 7.925 964579 20.0
o-Xylene 5.919 53.5 ng/ul 2582730 1 7.925 964579 20.0
Ethanol, 2-butoxy- 5.995 34.5 ng/ul 1663300 1 7.925 964579 20.0
Benzene, (1-met... 6.401 4.6 ng/ul 220918 1 7.925 964579 20.0
2-Propanol, 1-b... 6.566 10.4 ng/ul 502827 1 7.925 964579 20.0
unknown-01 6.919 5.5 ng/ul 266750 1 7.925 964579 20.0
.beta.-Ethoxypr... 6.978 13.7 ng/ul 660573 1 7.925 964579 20.0
Benzene, 1l-ethy... 7.007 8.2 ng/ul 396165 1 7.925 964579 20.0
Mesitylene 7.313 12.4 ng/ul 599780 1 7.925 964579 20.0
Benzene, 1,2,4-... 7.572 21.4 ng/ul 1034536 1 7.925 964579 20.0
1-Hexanol, 2-et... 7.995 4.6 ng/ul 223239 1 7.925 964579 20.0
Benzene, 1,2,3-... 8.042 7.2 ng/ul 349228 1 7.925 964579 20.0
Benzyl alcohol 8.160 22.6 ng/ul 1091570 1  7.925 964579 20.90
Benzene, 1-meth... 8.478 4.8 ng/ul 231458 1 7.925 964579 20.0
unknown-02 8.889 8.4 ng/ul 405247 1 7.925 964579 20.0
(DEL) Alkane: S... 9.166 15.8 ng/ul 763476 1 7.925 964579 20.0
Hexanoic acid, 9.254 12.6 ng/ul 606512 1 7.925 964579 20.0
Benzoic acid 10.095 34.1 ng/ul 2640850 2 10.730 1546520 20.0
Benzoic acid, 4... 11.666 4.8 ng/ul 368255 2 10.730 1546520 20.0
unknown-03 13.383 4.8 ng/ul 350868 3 14.560 1478830 20.0
n-Hexadecanoic ... 18.195 12.6 ng/ul 912559 4 17.295 1449850 20.0
(DEL) Alkane: S... 21.165 8.6 ng/ul 941500 5 21.453 2181420 20.0
n-Tetracosanol-1 22.083 10.0 ng/ul 1088340 5 21.453 2181420 20.0
Oxirane, 2,2'-[... 23.377 184.2 ng/ul 11644100 6 23.847 1264140 20.0
Ethyl 2-[4-chlo... 24.847 25.8 ng/ul 1631020 6 23.847 1264140 20.0
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